d his ful 



(FILE ' HOME 1 ENTERED AT 17:20:35 ON 31 AUG 2005) 

FILE 'REGISTRY' ENTERED AT 17:20:39 ON 31 AUG 2005 
LI STRUCTURE UPLOADED 

L2 17 SEA SSS FUL LI 

D L2 1-17 ED 

FILE 'HCAPLUS' ENTERED AT 17:21:29 ON 31 AUG 2005 
L3 3 SEA PLU=ON L2 

D L3 1-3 IBIB 

FILE ' REGISTRY 1 ENTERED AT" 17:46:40 ON 31 AUG 2005 
L4 STRUCTURE UPLOADED 

L5 20 SEA SSS FUL L4 

FILE 'HCAPLUS' ENTERED AT 17:47:06 ON 31 AUG 2005 
L6 1 SEA PLU=ON L5 

D L6 



FILE HOME 
FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 
DICTIONARY FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH JULY 14, 2005 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

*************************************************************** 

* * 

* The CA roles and document type information have been removed from * 

* the IDE default display format and the ED field has been added, * 

* effective March 20, 2005. A new display format, IDERL, is now * 

* available and contains the CA role and document type information. * 

* * 

****** ************************************ ********************* 

Structure search iteration limits have been increased. See HELP SLIMITS 
for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at, an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www. cas . org/ONLINE/DBSS /regis tryss . html 

FILE HCAPLUS 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 



I 



» of this information, without the prior written consent of CAS, is 

strictly prohibited. 

FILE COVERS 1907 - 31 Aug 2005 VOL 143 ISS 10 
FILE LAST UPDATED: 30 Aug 2005 ( 20050830/ED) 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



=> tf his ful 



(FILE 1 HOME ' ENTERED AT 14:21:20 ON 31 AUG 2005) 
FILE 1 REGISTRY ' ENTERED AT 14:21:26 ON 31 AUG 2005 



LI STRUCTURE UPLOADED 

L2 50 SEA SSS -SAM LI 

L3 2305 SEA SSS FUL LI 

L4 STRUCTURE UPLOADED 

L5 2199 SEA SUB=L3 SSS FUL L4 

L6 STRUCTURE UPLOADED 

L7 2199 SEA SUB=L5 SSS FUL L6 

L8 STRUCTURE UPLOADED 

L9 2107 SEA SUB=L7 SSS FUL L8 

L10 92 SEA PLU=ON L7 NOT L9 



FILE 'HCAPLUS, USPATFULL, TOXCENTER* ENTERED AT 14:28:20 ON 31 AUG 2005 
281 SEA PLU=ON L10 

259 DUP REM Lll (22 DUPLICATES REMOVED) 

ANSWERS 1 1-237 1 FROM FILE HCAPLUS 
ANSWERS 1 238-259' FROM FILE USPATFULL 

FILE 1 HCAPLUS, USPATFULL' ENTERED AT 14:28:56 ON 31 AUG 2005 
259 SEA PLU=ON L12 

253 SEA PLU=ON L13 AND (PD<20030129 OR PRD<20030129 ) 
243 SEA PLU=ON L14 AND PD<20020129 
243 DUP REM L15 (0 DUPLICATES REMOVED) 

ANSWERS 1 1-225' FROM FILE HCAPLUS 
ANSWERS '226-243' FROM FILE USPATFULL 
D L16 226-243 IBIB HITSTR 

FILE 'REGISTRY' ENTERED AT 14:35:10 ON 31 AUG 2005 
STRUCTURE UPLOADED 
359 SEA SUB=L9 SSS FUL L17 
STRUCTURE UPLOADED 
D LI 

1151 SEA SUB=L3 SSS FUL L19 

D QUE STA 
1151 SEA SUB=L20 SSS FUL L4 
STRUCTURE UPLOADED 
232 SEA SUB=L20 SSS FUL L22- 

FILE 'HCAPLUS, USPATFULL' ENTERED AT 14:42:34 ON 31 AUG 2005 
L24 136 SEA PLU=ON L23 

L25 113 SEA PLU=ON L24 AND (PD<20030129 OR PRD<2003012 9 ) 

L2 6 108 DUP REM L25 (5 DUPLICATES REMOVED) 

ANSWERS '1-81' FROM FILE HCAPLUS 
ANSWERS '82-108' FROM FILE USPATFULL 



Lll 
L12 



L13 
L14 
L15 
L16 



L17 
L18 
L19 

L20 

L21 
L22 
L23 



FILE 'REGISTRY' ENTERED AT 14:44:13 ON 31 AUG 2005 
L27 STRUCTURE UPLOADED 

L28 43 SEA SUB=L23 SSS FUL L27 

D QUE STA 



FILE 'HCAPLUS, USPATFULL' ENTERED AT 14:45:45 ON 31 AUG 2005 
L29 15 SEA PLU=ON L28 

L30 14 SEA PLUON L28 AND (PD<20030129 OR PRD<20030129) 

L31 13 DUP REM L30 (1 DUPLICATE REMOVED) 

ANSWERS '1-9' FROM FILE HCAPLUS 
ANSWERS '10-13' FROM FILE USPATFULL 

L32 13 SEA PLU=ON L31 AND L26 

D QUE STA 

D L32 1-13 IBIB HITSTR 



FILE HOME 



FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 
DICTIONARY FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH JULY 14, 2005 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

* 

* The CA roles and document type information have been removed from 

* the IDE default display format and the ED field has been added, 

* effective March 20,- 2005. A new display format, IDERL, is now 

* available and contains the CA role and document type information. 

Structure search iteration limits have been increased. See HELP SLIMITS 
for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http: //www. cas . org/ONLINE/DBSS/registryss .html 

FILE HCAPLUS 

FILE COVERS 1907 - 31 Aug 2005 VOL 143 ISS 10 
FILE LAST UPDATED: 30 Aug 2005 (20050830/ED) 

FILE USPATFULL 

FILE COVERS 1971 TO PATENT PUBLICATION DATE: 30 Aug 2005 (2 0050830/PD) 

FILE LAST UPDATED: 30 Aug 2005 (20050830/ED) 

CA INDEXING IS CURRENT THROUGH 30 Aug 2005 ( 20050830 /UPCA) 

ISSUE CLASS FIELDS (/INCL) CURRENT THROUGH: 30 Aug 2005 (20050830/PD) 

REVISED CLASS FIELDS (/NCL) LAST RELOADED: Jun 2005 



* 
* 
* 



FILE TOXCENTER 

FILE COVERS 1907 TO 30 Aug 2005 (20050830/ED) 



=> d his ful 



(FILE ' REGISTRY ' ENTERED AT 15:38:28 ON 31 AUG 2005) 
DEL HIS 

LI STRUCTURE UPLOADED 

L2 STRUCTURE UPLOADED 

L3 . 2305 SEA SSS FUL L2 

L4 0 SEA SUB=L3 SSS FUL LI 

L5 STRUCTURE UPLOADED 

L6 0 SEA SSS FUL L5 

L7 STRUCTURE UPLOADED 

L8 2 SEA SSS SAM L7 

L9 30 SEA SSS FUL L7 

FILE 'HCAPLUS, USPATFULL 1 ENTERED AT 15:48:07 ON 31 AUG 2005 
L10 5 SEA PLU=ON L9 

Lll 5 DUP REM L10 (0 DUPLICATES REMOVED) 

ANSWERS '1-3' FROM FILE HCAPLUS 
ANSWERS '4-5' FROM FILE USPATFULL 
D Lll 1-5 IBIB HITSTR 

FILE 1 MAR PAT 1 ENTERED AT 15:49:26 ON 31 AUG 2005 

FILE 'REGISTRY* ENTERED AT 15:58:38 ON 31 AUG 2005 
L12 ■ STRUCTURE UPLOADED 

L13 10 SEA SSS FUL L12 

FILE 'HCAPLUS, USPATFULL' ENTERED AT 15:59:29 ON 31 AUG 2005 
L14 4 SEA PLU=ON L13 

L*** DEL 4 DUP REM LI 4 (0 DUPLICATES REMOVED) 

ANSWERS '1-2' FROM FILE HCAPLUS 
ANSWERS '3-4' FROM FILE USPATFULL 
D L14 1-4 IBIB HITSTR 

L15 STRUCTURE UPLOADED 

FILE 'REGISTRY' ENTERED AT 16:04:53 ON 31 AUG 2005 
L16 34 SEA SSS FUL L15 

FILE 'HCAPLUS' ENTERED AT 16:04:58 ON 31 AUG 2005 
L17 5 SEA PLU=ON L16 

D L17 1-5 CBIB 
D L17 1-5 IBIB HITSTR 

FILE 'REGISTRY' ENTERED AT 16:13:56 ON 31 AUG 2005 

L18 STRUCTURE UPLOADED 

LI 9 STRUCTURE UPLOADED 

L20 STRUCTURE UPLOADED 

L21 STRUCTURE UPLOADED 

L22 6 SEA SSS FUL L18 

L23 10 SEA SSS FUL L19 

L24 2 SEA SSS FUL L20 

L25 0 SEA SSS FUL L21 

L*** DEL 18 L22 OR L23 OR L24 

FILE 'HCAPLUS' ENTERED AT 16:18:30 ON 31 AUG 2005 
L26 10 SEA PLU=ON L22 OR L23 OR L24 

L27 10 DUP REM L26 (0 DUPLICATES REMOVED) 

ANSWERS '1-10' FROM FILE HCAPLUS 
L28 10 SEA L27 

L29 3 SEA Lll 

L30 10 SEA PLUON L28 NOT L29 OR L14 

D L30 1-10 IBIB HITSTR 



FILE 1 STNGUIDE ' ENTERED AT 16:22:17 ON 31 AUG 2005 



FILE 1 CASREACT 1 ENTERED AT 



16:23:20 ON 31 AUG 2005 



L31 
L32 
L33 
L34 
L35 



0 SEA PLU=ON L22 

0 SEA SSS SAM L18 

0 SEA SSS FUL L18 

0 SEA SSS FUL L19 

1 SEA SSS FUL L20 



0 
0 
0 
1 



REACTIONS) 
REACTIONS) 
REACTIONS) 
REACTIONS) 



D L35 CBIB 



L36 



0 SEA PLU=ON L23 



D L35 HITRXN 



L37 
L38 



0 SEA SSS FUL L15 
0 SEA SSS FUL L12 



0 
0 



REACTIONS) 
REACTIONS) 



FILE HCAPLUS 

FILE COVERS 1907 - 31 Aug 2005 VOL 143 ISS 10 
FILE LAST UPDATED: 30 Aug 2005 ( 20050830/ED) 

FILE USPATFULL 

FILE COVERS 1971 TO PATENT PUBLICATION DATE: 30 Aug 2005 (20050830/PD) 

FILE LAST UPDATED: 30 Aug 2005 (20050830/ED) 

CA INDEXING IS CURRENT THROUGH 30 Aug 2005 ( 20050830 /UPCA) 

ISSUE CLASS FIELDS (/INCL) CURRENT THROUGH: 30 Aug 2005 (20050830/PD) 

REVISED CLASS FIELDS (/NCL) LAST RELOADED: Jun 2005 

FILE MARPAT 

FILE CONTENT: 1988-PRESENT (VOL 143 ISS 09) ( 2 005082 6/ED) 

MOST RECENT CITATIONS FOR PATENTS FROM FIVE MAJOR ISSUING AGENCIES 
(COVERAGE TO THESE DATES IS NOT COMPLETE) : 

US 6903214 07 JUN 2005 
DE 10350965 25 MAY 2005 
EP 1538192 08 JUN 2005 
JP 2005136379 26 MAY 2005" 
WO 2005060437 07 JUL 2005 

Expanded G-group definition display now available. 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 
FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 
DICTIONARY FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH JULY 14, 2005 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

* + 

* The CA roles and document type information have been removed from * 

* the IDE default display format and the ED field has been added, * 

* effective March 20, 2005. A new display format, IDERL, is now * 

* available and contains the CA role and document type information. * 

* * 



Structure search iteration limits have been increased. See HELP SLIMITS 
for details. 



Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www .'cas . org/ONLINE/DBSS/registryss . html 

FILE STNGUIDE 

FILE CONTAINS CURRENT INFORMATION. 

LAST RELOADED: Aug 26, 2005 (20050826/UP) . 

FILE CASREACT 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 

FILE CONTENT : 184 0 - 28 Aug 2005 VOL 143 ISS 9 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

* CASREACT now has more than 9.2 million reactions * 

Some CASREACT records are derived from the ZIC/VINITI database (1974-1991) 
provided by InfoChem, INPI data prior to 1986, and Biotransformations 
database compiled under the direction of Professor Dr. Klaus Kieslich. 

This file contains CAS Registry Numbers for easy and accurate substance 
identification . 



> d his fiil 



(FILE 1 HOME 1 ENTERED AT 17:20:35 ON 31 AUG 2005) 

FILE ' REGISTRY 1 ENTERED AT 17:20:39 ON 31 AUG 2005 
LI STRUCTURE UPLOADED 

L2 17 SEA SSS FUL LI 

D L2 1-17 ED 

FILE 'HCAPLUS' ENTERED AT 17:21:29 ON 31 AUG 2005 
L3 3 SEA PLU=ON L2 

D L3 1-3 IBIB 

FILE 'REGISTRY' ENTERED AT 17:46:40 ON 31 AUG 2005 
L4 STRUCTURE UPLOADED 

L5 20 SEA SSS FUL L4 

FILE 'HCAPLUS' ENTERED AT 17:47:06 ON 31 AUG 2005 
L6 1 SEA PLU=ON L5 

D L6 

L7 STRUCTURE UPLOADED 

D L7 
S L7 

FILE 'REGISTRY' ENTERED AT 18:34:56 ON 31 AUG 2005 
L8 3 SEA SSS SAM L7 

FILE 'HCAPLUS' ENTERED AT 18:34:57 ON 31 AUG 2005 
L9 4 SEA PLU=ON L8 

D L9 

FILE 'CASREACT' ENTERED AT 18:35:15 ON 31 AUG 2005 
L10 0 SEA SSS SAM L7 ( 0 REACTIONS) 

Lll 105 SEA SSS FUL L7 ( 920 REACTIONS) 

FILE 'REGISTRY' ENTERED AT 18:36:57 ON 31 AUG 2005 
D L8 

D L8 2-3 

STRUCTURE UPLOADED 
1922 SEA SSS FUL L12 

STRUCTURE UPLOADED 
13 SEA SUB=L13 SSS FUL L14 



FILE 'HCAPLUS' ENTERED AT 18:44:43 ON 31 AUG 2005 
L16 6 SEA PLU=ON L15 

FILE 'CASREACT' ENTERED AT 18:45:00 ON 31 AUG 2005 
L17 0 SEA PLU=ON L15 

L18 0 SEA SSS SAM L14 ( 0 REACTIONS) 

L19 0 SEA SSS FUL L14 ( 0 REACTIONS) 



FILE 'HCAPLUS' ENTERED AT 18:45:34 ON 31 AUG 2005 
D L16 1-6 IBIB HITSTR 

FILE 1 STNGUIDE ' ENTERED AT 18:47:07 ON 31 AUG 2005 

FILE 'HCAPLUS' ENTERED AT 18:49:08 ON 31 AUG 2005 

SET LINE 250 

SET DETAIL OFF 

E "14 6474-01-3" /BI,RN 25 

SET NOTICE 1000 SEARCH 
L20 2 SEA PLU=ON 14 6474-01-3/BI 

L21 2 SEA PLU=ON 14 6474-01-3/BI 

SET NOTICE OFF DISPLAY 



L12 
L13 
L14 
L15 



SET LINE LOGIN 

SET DETAIL LOGIN 

DIS L21 1 HIT 

DIS L21 2 HIT 

DIS L21 1 IBIB 

DIS L21 2 IBIB 

SET NOTICE LOGIN DISPLAY 

SET NOTICE LOGIN SEARCH 



FILE ' REGISTRY ' ENTERED AT 18:55:05 ON 31 AUG 2005 
L22 STRUCTURE UPLOADED 

L23 248 SEA SUB=L13 SSS FUL L22 

FILE 'HCAPLUS' ENTERED AT 18:56:00 ON 31 AUG 2005 
L24 180 SEA PLU=ON L23 

L25 138 SEA PLUON L24 AND PD<20030129 

L26 80 SEA PLU-ON L24 AND PRD<20030129 

L27 122 SEA PLUON L24 AND PD<20020129 

D L27 1-5 IBIB HITSTR 



FILE 1 STNGUIDE ' ENTERED AT 18:58:14 ON 31 AUG 2005 

FILE 'HCAPLUS' ENTERED AT 19:00:41 ON 31 AUG 2005 

FILE 'STNGUIDE' ENTERED AT 19:05:31 ON 31 AUG 2005 

FILE 'HCAPLUS' ENTERED AT 19:09:34 ON 31 AUG 2005 
D L27 110-122 IBIB HITSTR 

FILE 'STNGUIDE' ENTERED AT 19:09:36 ON 31 AUG 2005 

FILE 'HCAPLUS' ENTERED AT 19:16:25 ON 31 AUG 2005 
D L27 100-109 IBIB HITSTR 

FILE 'STNGUIDE' ENTERED AT 19:16:28 ON 31 AUG 2005 

FILE 'HCAPLUS' ENTERED AT 19:17:26 ON 31 AUG 2005 

FILE 'HCAPLUS' ENTERED AT 19:17:27 ON 31 AUG 2005 
L28 13 SEA PLU=ON L27 AND FLUORO? 

D L28 1-13 IBIB HITSTR KWIC 

FILE 'STNGUIDE' ENTERED AT 19:18:27 ON 31 AUG 2005 



FILE HOME 
FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 
DICTIONARY FILE UPDATES: 30 AUG 2005 HIGHEST RN 862155-39-3 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH JULY 14, 2005 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

★ * 

* The CA roles and document type information have been removed from * 



* the IDE default display format and the ED field has been added, * 

* effective March 20, 2005. A new display format, IDERL, is now * 

* available and contains the CA role and document type information. * 

*************************************************************** 



Structure search iteration limits have been increased. See HELP SLIMITS 
for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www . cas . org/ONLINE/DBSS/registryss . html 



FILE HCAPLUS 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

, FILE COVERS 1907 - 31 Aug 2005 VOL 143 ISS 10 
FILE LAST UPDATED: 30 Aug 2005 (20050830/ED) 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

FILE CASREACT 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 

FILE CONTENT : 184 0 - 28 Aug 2005 VOL 143 ISS 9 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 
******************************************************* 

* CASREACT now has more than 9.2 million reactions * 

******************************************************* 



Some CASREACT records are derived from the ZIC/VINITI database (1974-1991) 
provided by InfoChem, INPI data prior to 1986, and Biotransformations 
database compiled under the direction of Professor Dr. Klaus Kieslich. 

This file contains CAS Registry Numbers for easy and accurate substance 
identification. 

FILE STNGUIDE 

FILE CONTAINS CURRENT INFORMATION. 

LAST RELOADED: Aug 26, 2005 (20050826/UP) . 



d que sta 

STR 




Structure attributes must be viewed using STN Express query preparation. 
L13 1922 SEA FILE=REGISTRY SSS FUL L12 

L22 STR 




Structure attributes must be viewed using STN Express query preparation. 



L23 248 SEA FILE=REGISTRY -SUB=L13 SSS FUL L22 

L24 180 SEA FILE=HCAPLUS PLUON L23 

L27 122 SEA FILE=HCAPLUS PLU=0N L24 AND PD<20020129 

L28 13 SEA FILE=HCAPLUS PLU=0N L27 AND FLUORO? 



H:\STN queries\10762582A. str 



Ak 



chain nodes 



10 11 12 

4 5 4 6 
ring nodes : 

1 2 3 4 5 6 7 

4 7 4 8 4 9 
chain bonds : 

3-16 8-32 9-14 10- 

34-35 35-36 36-37 
ring bonds : 

1-2 1-6 2-3 3-4 

20-21 21-22 22-23 

47-48 48-49 
exact/norm bonds : 

I- 2 1-6 2-3 3-4 

II- 12 14-29 18-19 
24-25 25-26 25-32 
40-41 41-42 42-43 



14 16 27 28 29 31 32 33 34 35 36 37 38 39 



40 41 



18 19 20 21 22 23 24 25 26 42 



43 . 



44 



11 11-12 14- 
37-38 38-39 

4-5 5-6 5-7 
22-24 23-26 



3-16 4-5 5-6 
18-23 19-20 
26-27 27-31 
42-47 43-44 



29 20-28 25-32 26-27 27-31 
40-41 41-42 44-45 45-46 



33-34 



6-9 7-8 8-9 18-19 
24-25 25-26 42-43 



5-7 6-9 7-8 8-9 

20-21 20-28 21-22 

33-34 34-35 35-36 

44-45 44-49 45-46 



18-23 
42-47 



19-20 
43-44 44-49 



8-32 9-14 10-11 

22-23 22-24 23-26 

36-37 37-38 38-39 

47-48 48-49 



Gl : H, S03H 

G2:0, S, [*1] 

G3 : [*2-*3] , [*4-*5] 

Match level : 

1 : Atom 2: Atom 3 : Atom 4: Atom 5 : Atom 6 : Atom 7 : Atom 8 : Atom 9: Atom 
10:CLASS 11:CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21:Atom 22:Atom 23:Atom 24:Atom 25: Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32:CLASS- 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:Atom 43:Atom 44:Atom 
45:CLASS 46:CLASS 47:Atom 48:Atom 4 9 : Atom 



H : \ STN queries \ 107 62 5 8 2b .str 



4 
49 



chain nodes : 

10 11 12 14 
4 5 4 6 

ring nodes : 
12 3 
4 7 4 8 

chain bonds : 

3-16 8-32 9 
34-35 35-36 

ring bonds : 

1-2 1-6 2-3 
20-21 21-22 
47-48 48-49 

exact/norm bonds 

I- 2 1-6 2-3 

II- 12 14-29 
24-25 25-26 
40-41 41-42 



16 27 28 29 



31 



32 33 34 35 36 37 38 39 40 41 



18 19 20 21 22 23 24 25 26 42 43 44 



-14 10-11 11-12 
36-37 37-38 38- 



3-4 
22-23 



3-4 
18-19 
25-32 
42-43 



4-5 5-6 5 
22-24 23- 



3-16 4-5 
18-23 19- 
26-27 27- 
42-47 43- 



14 
39 

-7 
26 



5-6 
20 
31 
44 



-29 20-28 25-32 26-27 27-31 33-34 
40-41 41-42 44-45 45-46 

6-9 7-8 8-9 18-19 18-23 19-20 

24-25 25-26 42-43 42-47 43-44 44-49 



5-7 6-9 7-8 8-9 

20-21 20-28 21-22 

33-34 34-35 35-36 

44-45 44-49 45-46 



8-32 9-14 10-11 

22-23 22-24 23-26 

36-37 37-38 38-39 

47-48 48-49 



Gl : H, S03H 
G2 :0, S, 

G3: [*2-*3] , [*4-*5] 



6: Atom 7: Atom 8 : Atom 9: Atom 



Match level : 

l:Atom 2: Atom 3: Atom 4 : Atom 5: Atom 
10:CLASS 11: CLASS 12:CLASS 14 :CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:Atom 43:Atom 44:Atom 

45:CLASS 46:CLASS 47:Atom 48:Atom 4 9 : Atom 

Generic attributes : 



14 : 

Type of chain 

Number of Carbon Atoms 

27 : 

Type of chain 

Number of Carbon Atoms 



Linear 
less than 7 

Linear 
less than 7 



H:\STN queries\lQ762582c.str 



V 

i 



Se 3 



! 



3 98 



chain nodes : 

10 11 12 14 16 27 28 29 31 32 33 34 35 36 37 38 39 40 41 
45 4 6 
ring nodes : 

1 2 3 4 5 6 7 8 9 18 19 20 21 22 23 24 25 26 42 43 44 
47 4 8 49 
chain bonds : 

3-16 8-32 9-14 10-11 11-12 14-29 20-28 25-32 26-27 27-31 33-34 
34-35 35-36 36-37 37-38 38-39 40-41 41-42 44-45 45-46 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 18-19 18-23 19-20 
20-21 21-22 22-23 22-24 23-26 24-25 25-26 42-43 42-47 43-44 44-49 
47-4848-49 
exact/norm bonds : 

I- 2 1-6 2-3 3-4 3-16 4-5 5-6 5-7 6-9 7-8 8-9 8-32 9-14 10-11 

II- 12 14-29 18-19 18-23 19-20 20-21 20-28 21-22 22-23 22-24 23-26 
24-25 25-26 25-32 26-27 27-31 33-34 34-35 35-36 36-37 37-38 38-39 
40-41 41-42 42-43 42-47 43-44 44-45 44-49 45-46 47-48 48-49 



G1:H,S03H 

G2 :0, S, [*1] 

G3 : [*2-*3 J , [*4-*5] 

Match level : 

1 : Atom 2 : Atom 3: Atom 4 : Atom 5 : Atom 6: Atom 7: Atom 8: Atom 9: Atom 
10:CLASS 11:CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21: Atom 22:Atom 23:Atom 24 :Atom 25:Atom 26:Atom 27 :CLASS 28 :CLASS 
29:CLASS 31: CLASS 32 : CLASS 33:CLASS 34 :CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:Atom 43:Atom 44:Atom 
45:CLASS 4 6 : CLASS 47:Atom 48:Atom 4 9 : Atom 
Generic attributes : 



10 : 

Type of chain 

Number of Carbon Atoms 

12 : 

Type of chain 

Number of Carbon Atoms 

14 : 

Type of chain 

Number of Carbon Atoms 

27 : 

Type o f chain 

Number of Carbon Atoms 



Linear 
less than 7 

Linear 

less than 7 

Linear 

less than 7 

Linear 
less than 7 



H : \STN queries \ 107 62 5 8 2d .str 



" 6 - - 



V 



12 



4 
49 



chain nodes 
10 11 
45 4 6 

ring nodes 
12 3 
4 7 4 8 

chain bonds : 

3-16 8-32 
34-35 35-36 

ring bonds : 

1-2 1-6 2-3 
20-21 21-22 
47-48 48-49 

exact/norm bonds 

I- 2 1-6 2-3 

II- 12 14-29 
24-25 25-26 
40-41 41-42 



14 



16 



27 



28 29 



31 



32 33 34 3 5 36 37 38 39 40 41 



9-14 



18 19 20 21 22 23 24 25 26 42 43 44 



10-11 



11-12 



36-37 37-38 



3-4 
22-23 



3-4 
18-19 
25-32 
42-43 



4-5 5- 
22-24 



38-39 

6 5-7 
23-26 



14-29 20-28 25-32 26-27 27-31 33-34 
40-41 41-42 44-45 45-46 

6-9 7-8 8-9 18-19 18-23 19-20 
24-25 25-26 42-43 ' 42-47 43-44 44-49 



3-16 4-5 5-6 
18-23 19-20 
26-27 27-31 
42-47 43-44 



5-7 6-9 7-8 8-9 

20-21 20-28 21-22 

33-34 34-35 35-36 

44-45 44-49 45-46 



8-32 9-14 10-11 

22-23 22-24 23-26 

36-37 37-38 38-39 

47-48 48-49 



Gl : H, S03H 

G2 :0,S, [*1] 

G3 : [*2-*3] , [*4-*5] 

G4 : S, [*1] 



6:Atom 7:Atom 8 :Atom 9:Atom 



Match level : 

1 : Atom 2: Atom 3: Atom 4: Atom 5 : Atom 

10:CLASS 11: CLASS 12 :CLASS 14 :CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 

21:Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 

29:CLASS 31: CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 

37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:Atom 4 3 : Atom 44:Atom 
45:CLASS 



46:CLASS 47 
Generic attributes : 
10 : 

Type of chain 

Number of Carbon Atoms 

12 : 

Type of chain 

Number of Carbon Atoms 

14 : 

Type of chain 

Number of Carbon Atoms 

27 : 

Type of chain 

Number of Carbon Atoms 



Atom 48: Atom 49: Atom 



: Linear 

: less than 7 

: Linear 

: less than 7 

: Linear 

: less than 7 

: Linear 

: less than 7 



H : \ STN queries \ 107 62 5 8 2e ,str 



t 



V 



chain nodes 



4 

4 9 



10 11 
4 5 4 6 

ring nodes 
12 3 
47 48 

chain bonds : 
3-16 8-32 
34-35 35-36 

ring bonds : 

1-2 1-6 2-3 
20-21 21-22 
47-48 48-49 

exact/norm bonds 

I- 2 1-6 2-3 

II- 12 14-29 
24-25 25-26 
40-41 41-42 



12 14 16 27 28 29 31 32 33 34 35 36 37 38 39 40 41 



18 19 20 21 22 23 24 25 26 



42 43 



4 4 



9-14 



10-11 11-12 



36-37 37-38 38-39 40- 



14-29 20-28 25-32 26-27 27-31 
41 41-42 44-45 45-46 



3-4 
22-23 



3-4 
18-19 
25-32 
42-43 



4-5 5- 
22-24 



6 5-7 
23-26 



33-34 



3-16 4-5 5-6 
18-23 19-20 
26-27 27-31 
42-47 43-44 



6-9 7-8 8-9 18-19 
24-25 25-26 42-43 



5-7 6-9 7-8 8-9 

20-21 20-28 21-22 

33-34 34-35 35-36 

44-45 44-49 45-46 



18-23 
42-47 



19-20 
43-44 



44-49 



8-32 9-14 10-11 

22-23 22-24 23-26 

36-37 37-38 38-39 

47-48 48-49 



G1:H,S03H 

02:0,5, [*1] 

G3 : [*2-*3] , [*4-*5] 

G4 : S, [*1] 

Match level : 

l:Atom 2:Atom 3 : Atom 4:Atom 5:Atom 6:Atom 7 : Atom 8 : Atom 9:Atom 
10:CLASS 11: CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21: Atom. 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27 :CLASS 28:CLASS 
29:CLASS 31: CLASS 32 :CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:Atom 43:Atom 44:Atom 
45 : CLASS 



46:CLASS 47:Atom 48:Atom 49:Atom 
Generic attributes : 
10 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
12 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
14 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
27 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 



H: \STN queries \ 107 62 58 2 f . str 
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ring nodes : 


























1 2 3 4 5 
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chain bonds : 


























3-16 8-32 9- 


14 


10 
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45-46 








ring bonds : 


























1-2 1-6 2-3 


3 


-4 
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6-9 7- 


8 8-9 18-19 


18-23 


19 


-20 




20-21 21-22 


22 


-23 


22- 


24 


23 


-26 


24-25 


25-26 42-43 


42-47 


43- 


44 


44-4 9 


47-48 48-49 


























exact/norm bonds : 


























1-2 1-6 2-3 


3 


-4 


3-16 


4 


-5 


5-6 


5-7 6 


-9 7-8 8-9 


8-32 


9-14 


10 


-11 


11-12 14-29 


18 


-19 


18- 


23 


19 


-20 


20-21 


20-28 21-22 


22-23 


22- 


24 


23-26 


24-25 25-26 


25 


-32 


26- 


27 


27 


-31 


33-34 


34-35 35-36 


36-37 


37- 


38 


38-39 


40-41 41-42 


42 


-43 


42- 


47 


43 


-44 


44-45 


44-49 45-46 


47-48 
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49 





Gl : H, S03H 

G2 : O, S, [ *1] 

G3: [*2-*3] , [*4-*5] 

G4 : S , [ * 1 ] 

Hydrogen count : 

36:=: exact 0 43:= exact 0 
Connectivity : 

36:3 E exact RC ring/chain 43:3 E exact RC ring/chain 
Match level : 

1 : Atom 2: Atom 3: Atom 4: Atom 5 : Atom 6: Atom 7: Atom 8 : Atom 9 : Atom 
10 : CLASS 



11:CLASS 12:CLASS 14 :CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21:Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32:CLASS 33 : CLASS 34 :CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:Atom 43:Atom 44:Atom 
45:CLASS 46:CLASS 47:Atom 48:Atom 4 9 : Atom 
Generic attributes : 
10 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
12 : 

Type of chain : Linear 

Number of Carbon Atoms : less- than 7 
14 : , 
Type of chain : Linear 

Number of Carbon Atoms : less than 7 
27 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 



H : \STN que ries \ 107 62 5 8 2g ,str 



Ak Ak 



S0 3 H 
\ 



I 
I 



* AO 



42 
I 
i 
! 



chain nodes 



10 11 


12 14 




16 


27 


28 


29 


31 


32 33 34 35 36 


37 38 


39 


40 


4 1 


4 5 4 6 


























ring nodes 


























12 3 


4 5 


6 


7 


8 


9 


18 


19 


20 21 22 23 24 


25 26 


42 


43 


4 4 


47 48 


4 9 
























chain bonds 


























3-16 8 
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23 
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42-47 
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exact / norm 


bonds : 
























1-2 1- 


6 2-3 
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-4 


3-16 


4 


-5 


5-6 


5-7 6-9 7-8 8-9 


8-32 


9-14 


10 


-11 


11-12 


14-29 


18 


-19 


18- 


23 


19 


-20 


20-21 20-28 21-22 


22-23 


22- 


24 


23-26 


24-25 


25-26 


25 


-32 


26- 


27 


27 


-31 
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36-37 
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44-45 44-49 45-46 
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G1:H,S03H 

G2 :0, S, [ *1] 

G3 : [*2-*3] , [*4-*5] 

G4 : S, [ *1 ] 

Hydrogen count : 

36:= exact 0 43:= exact 0 
Connectivity : 

36:3 E exact RC ring/chain 43:3 E exact RC ring/chain 
Match level : 

1 : Atom 2 : Atom 3 : Atom 4 : Atom 5: Atom 6 : Atom 7: Atom 8: Atom 9: Atom 
10 : CLASS 



11:CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 

21:Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 

29:CLASS 31:CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 

37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:Atom 43:Atom 44:Atom 

45:CLASS 4 6 : CLASS 47:Atom 48:Atom 49:Atom 
Generic attributes : 
10 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
12 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
14 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
27 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 



H:\STN queries\10762582i . str 
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3-16 8 
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14 
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14 
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ring bonds 




























1-2 1- 


6 2-3 


3 


-4 


4-5 


5- 


6 5 


-7 


6-9 7- 


8 8-9 18-19 


18-23 


19 


-20 




20-21 


21-22 


22 


-23 


22- 


24 


23- 


26 


24-25 


25-26 42-43 


42-47 


43- 


44 


44-49 


47-4 8 
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exact /norm 


bonds : 


























1-2 1- 


6 2-3 
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-4 


3-16 
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-5 


5-6 


5-7 6 


-9 7-8 8-9 


8-32 


9-14 


10 


-11 


11-12 


14-29 


18 


-19 


18- 


23 


19- 


20 


20-21 


20-28 21-22 


22-23 


22- 


24 


23-26 


24-25 


25-26 


25 


-32 


26- 


27 


27- 


31 


33-34 


34-35 35-36 


36-37 


37- 


38 
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Gl : H, S03H 
G2 :0, S, [*1] 
G3 : [*2-*3] 
G4 : S, [*1] 

Hydrogen count : 

36:= exact 0 43:= exact 0 
Connectivity : 

36:3 E exact RC ring/chain 43:3 E exact RC ring/chain 
Match level : 

l:Atom 2: Atom 3 : Atom 4: Atom 5 : Atom 6: Atom 7: Atom 8 : Atom 9 : Atom 
10 : CLASS 



11:CLASS 12:CLASS 14 :CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21:Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32 : CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:Atom 43:Atom 44:Atom 
45:CLASS 46:CLASS 47:Atom 48:Atom 49:Atom 
Generic attributes : 
10 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
12 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
14 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
27 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
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10 ^12 




\ ' 




i / 


y 


« 


c c , / 2 V 

1 V 1 / • i 


? ? : / t Y° 

I , n -33 .35 -37 ✓ t . 


« i ^ A .c. ,A ; ; 

C i ^ 


- ^ , ' W '32 34 36 "38 \^ * ' 2 K ^ ^ ' 19 




V i " 


i \ 


i. 



chain nodes 








































10 11 


12 14 




16 


27 


28 


29 


31 


32 


33 


37 


38 


39 


40 


41 


42 








ring nodes 
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nodes : 
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bonds : 
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exact /norm 


bonds : 
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Gl : H, S03H 

G2 : O, S, 

Match level : 

l:Atom 2:Atom 3 : Atom 4 : Atom 5 : Atom 6:Atom 7 : Atom 8:Atom 9 : Atom 
10:CLASS 11:CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:CLASS 



H:\STN queries\10762582n.str 




chain nodes : 

10 11 12 14 16 27 28 29 31 32 33 37 38 39 40 41 42 43 
ring nodes : 

1 2 3 4 5 6 7 8 9 18 19 20 21 22 23 24 25 26 44 45 46 

4 7 4 8 4 9 
ring/chain nodes : 

3 4 3 5 3 6 
chain bonds : 

3-16 8-32 9-14 10-11 11-12 14-29 20-28 25-38 26-27 27-31 32-33 

33- 34 35-43 36-37 37-38 39-40 39-47 40-41 40-42 43-44 
ring/chain bonds : 

34- 35 35-36 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 18-19 18-23 19-20 
20-21 21-22 22-23 22-24 23-26 24-25 25-26 ■ 44-45 44-49 45-46 46-47 
47-48 48-49 
exact/norm bonds : 
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32 
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34 
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47 
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Gl : H, S03H 
G2 : O, S, [*1] 
Match level : 

1 : Atom 2: Atom 3 : Atom 4 : Atom 5: Atom 6: Atom 7 : Atom 8: Atom 9: Atom 
10:CLASS 11: CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27 :CLASS 28:CLASS 
29:CLASS 31:CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS. 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:CLASS 43:CLASS 
4 4 : Atom 



45: Atom 4 6 : Atom 47:Atom 48 :Atom 49:Atom 
Generic attributes : 
39 : 

Type of chain : Linear 

Number of Carbon Atoms : less than 7 
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chain nodes : 

10 11 12 14 16 27 28 29 31 32 33 37 38 39 40 41 42 43 44 
ring nodes : 

1 2 3 4 5 6 7 8 9 18 19 20 21 22 23 24 25 26 
ring/chain nodes : 

34 35 36 
chain bonds : 

3-16 8-32 9-14 10-11 11-12 14-29 20-28 25-38 26-27 27-31 32-33 

33- 34 35-39 36-37 37-38 39-40 40-41 41-42 42-43 42-44 
ring/chain bonds : 

34- 35 35-36 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 18-19 18-23 19-20 
20-21 21-22 22-23 22-24 23-26 24-25 25-26 
exact/norm bonds : 
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G1:H,S03H 
G2 :0, S, [*1] 
Match level : 

1 : Atom 2 : Atom 3 : Atom 4: Atom 5: Atom 6: Atom 7: Atom 8 : Atom 9: Atom 
10:CLASS 11:CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21:Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32 : CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:CLASS 43:CLASS 
4 4 : CLASS 
Generic attributes : 
41 : 



Type of chain : Linear 

Number of Carbon Atoms : less than 7 



H:\STN queries\10762582p. str 




i 



chain nodes 

10 11 
ring nodes : 

1 2 3 4 5 6 

4 6 47 48 
ring/chain nodes : 

34 35 36 
chain bonds : 

3-16 8-32 9-14 



12 14 16 27 28 29 31 32 33 37 38 39 40 



41 



42 



4 9 



18 19 20 21 22 23 24 25 26 43 



4 4 



45 



10-11 11-12 



33- 34 35-49 
ring/chain bonds 

34- 35 35-36 
ring bonds : 

1-2 1-6 2-3 

20-21 21-22 

46-47 47-48 

exact/norm bonds 



36-37 37-38 



39-41 



14-29 20-28 25-38 26-27 27-31 32-33 
39-40 39-42 42-46 43-49 



3-4 
22-23 



4-5 5- 
22-24 



■6 5-7 
.23-26 



6-9 7-8 8-9 18-19 
24-25 25-26 43-44 



18-23 19-20 
43-48 44-45 45-46 



1- 


2 1 


-6 


2-3 


3- 


4 


3-16 4 


-5 


5-6 


5 


-7 


6-9 


7- 


8 


8-9 


8-32 


9-14 


10-11 




11 


-12 


14 


-29 


18- 


19 


18-23 


19 


-20 


20 


-21 


20- 


28 


21 


-22 


22-23 


22- 


24 23- 


26 


24 


-25 


25 


-26 


25- 


38 


26-27 


27 


-31 


32 


-33 


33- 


34 


34 


-35 


35-36 


35- 


49 36- 


37 


37 


-38 


39 


-4 1 


39- 


40 


39-42 


42 


-46 


43 


-44 


43- 


48 


43 


-49 


44-45 


45- 


46 4 6- 


47 


47 


-48 





































Gl : H, S03H 
G2:0,S, [ *1] 
Match level : 

1 : Atom 2: Atom 3 : Atom 4 : Atom 5 : Atom 6: Atom 7 : Atom 8 : Atom 9: Atom 
10:CLASS 11: CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
29:CLASS 31:CLASS 32:CLASS 33 : CLASS 34:CLASS 35 : CLASS 36:CLASS 

3 7 : CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:CLASS 43:CLASS 

4 4 : CLASS 



Atom 46: Atom 47: Atom ' 4 8 : Atom 49: CLASS 



H : \STN queries\10762582o. str 



Ak Ak 



10 7 12 



chain nodes 






































10 11 


12 14 




16 


27 


28 


29 


31 


32 


33 


37 38 


39 


40 


4 1 


42 






ring nodes 






































12 3 


4 5 


6 


7 


8 


9 


18 


19 


20 


21 


22 


23 




24 


25 


26 








ring/chain 


nodes : 




































34 35 


36 




































chain bonds 






































3-16 8 


-32 9- 


14 


10 


-11 


11 


-12 


14 


-29 


20- 


28 


25- 


38 


26 


-27 


27 


-31 


32- 


33 


33-34 


35-39 


36 


-37 


37- 


38 


39- 


-40 


40- 


42 


40- 


41 
















ring /chain 


bonds : 




































34-35 


35-36 




































ring bonds 






































1-2 1- 


6 2-3 


3 


-4 


4-5 


5- 


6 5-7 


6-9 


7- 


8 


8-9 


18-19 


18 


-23 


19 


-20 




20-21 


21-22 


22 


-23 


22- 


24 


23- 


-26 


24- 


25 


25- 


26 
















exact /norm 


bonds : 




































1-2 1- 


6 2-3 


3 


-4 


3-16 


4 


-5 


5-6 


5- 


7 • 6 


-9 


7-8 




8-9 


8-32 


9-14 


10 


-11 


11-12 


14-29 


18 


-19 


18- 


23 


19- 


-20 


20- 


21 


20- 


28 


21 


-22 


22- 


23 


22- 


24 


23-26 


24-25 


25-26 


25 


-38 


26- 


27 


27- 


-31 


32- 


33 


33- 


34 


34 


-35 


35- 


36 


35- 


39 


36-37 


37-38 


39-40 


40 


-42 


40- 


4 1 





























G1:H, S03H 
G2 :0, S, [*1] 
Match level : 

1 : Atom 2 : Atom 3: Atom 4 : Atom 5 : Atom 6:Atom 7 : Atom 8:Atom 9 : Atom 
10:CLASS 11:CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 
21:Atom 22:Atom 23:Atom 24 :Atom 25:Atom 26:Atom 27 : CLASS 28 :CLASS 
29:CLASS 31:CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:CLASS 39:CLASS 40:CLASS 41:CLASS 42:CLASS 



H : \STN queries \ 107 62 58 2q. str 






✓ * 


* H 2 


39 


Ak 


I 


I 


-4 3 




\° , 12 4 2"' ^44 
v / i > 
\ / 


\ / i [ 


11 i 1 


a 1 c-^ J: 


No 




16 1 
. \ 28 






i * \ \ / < i 

1 / Cs > • JZ 1 


! ! 'V 33 \ 5 37 • 2#5 ' I 
X ^ "9 32 34 36 38 26' ' x 








I, 

29 31 







chain nodes : 

10 11 12 14 
ring nodes : 

12 3 4 5 6 

43 44 45 
ring/chain nodes : 

34 35 36 
chain bonds : 

3-16 8-32 9-14 



16 27 28 29 31 32 33 37 38 39 4 6 47 



18 19 20 21 22 23 



24 



25 26 40 41 42 



10-11 11-12 14-29 20-28 25-38 , 26-27 27-31 



32-33 



33- 34 35-46 
ring/chain bonds 

34- 35 35-36 
ring bonds : 

1-2 1-6 2-3 

20-21 21-22 

43-44 44-45 
exact/norm bonds 



36-37 37-38 39-43 39-47 40-46 



3-4 4-5 5-6 5-7 6-9 7-8 8-9 
22-23 22-24 23-26 24-25 25-26 



18-19 
40-41 



18-23 
40-45 



19-20 
41-42 



42-43 



1-2 1 


-6 


2-3 


3- 


4 


3-16 4 


-5 


5-6 


5 


-7 


6-9 
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-8 8-9 


8-32 


9-14 


10-11 




11-12 


14 


-29 


18- 


19 


18-23 


19 


-20 


20 


-21 
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28 


21-22 


22-23 


22- 


24 23- 


26 


24-25 


25 


-26 


25- 


38 


26-27 


27 


-31 


32 


-33 


33- 


34 


34-35 


35-36 


35- 


4 6 36- 


37 


37-38 


39 


-43 


39- 


47 


40-41 


40 


-45 


40 


-46 


4 1- 


42 


42-43 


43-44 


44- 


45 





Gl : H, S03H 
G2 :0, S, [ *1] 



Match level : 
1 : Atom 2 
10 : CLASS 
21: Atom 
29 : CLASS 
37 : CLASS 
4 5 : Atom 



:Atom 3: Atom 4 : Atom 5 : Atom 
11:CLASS 12:CLASS 14:CLASS 

22:Atom 23:Atom 24 
31: CLASS 32: CLASS 
38:CLASS 39:CLASS 

46:CLASS 47:CLASS 



6: Atom 7: Atom 8 : Atom 9 : Atom 
16:CLASS 18:Atom 19:Atom 20:Atom 
Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 
33:CLASS 34:CLASS 35:CLASS 36:CLASS 
40:CLASS 41 -.CLASS 42:Atom 43:Atom 44:Atom 



H : \STN queries \ 107 62 58 2 r .str 




chain nodes : 

10 11 12 14 16 27 28 29 31 32 33 37 38 39 40 
ring nodes : 

1 2 3 4 5 6 7 8 9 18 19 20 21 22 23 24 25 26 
ring/chain nodes : 

34.35 36 
chain bonds : 

3-16 8-32 9-14 10-11 11-12 14-29 20-28 25-38 26-27 27-31 32-33 

33- 34 35-39 36-37 37-38 39-40 
ring/chain bonds : 

34- 35 35-36 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 18-19 18-23 19-20 
20-21 21-22 22-23 22-24 23-26 24-25 25-26 
exact/norm bonds : 

I- 2 1-6 2-3 3-4 3-16 4-5 5-6 5-7 6-9 7-8 8-9 8-32 9-14 10-11 

II- 12 14-29 18-19 18-23 19-20 20-21 20-28 21-22 22-23 22-24 23-26 
24-25 25-26 25-38 26-27 27-31 32-33 33-34 34-35 35-36 35-39 36-37 
37-38 39-40 



Gl : H, S03H 



G2 :0, S, [*1] 
Match level : 

1 : Atom 2: Atom 3 : Atom 4 : Atom 5 : Atom 6: Atom 7 : Atom 8: Atom 9: Atom 

10:CLASS 11: CLASS 12:CLASS 14:CLASS 16:CLASS 18:Atom 19:Atom 20:Atom 

21: Atom 22:Atom 23:Atom 24:Atom 25:Atom 26:Atom 27:CLASS 28:CLASS 

29:CLASS 31:CLASS 32:CLASS 33:CLASS 34:CLASS 35:CLASS 36:CLASS 

37: CLASS 38: CLASS 3 9: CLASS 40: CLASS 
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conjugates thereof with biomolecules for fluorescence 
diagnosis 

INVENTOR(S): Licha, Kai; Perlitz, Christin 

PATENT ASSIGNEE (S): Schering Ag, Germany 

SOURCE: PCT Int. Appl . , 65 pp. 

CODEN: PIXXD2 
DOCUMENT TYPE: Patent 
LANGUAGE: English 
FAMILY ACC. NUM. COUNT: 1 
PATENT INFORMATION: 
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Al 
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Al 
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PRIORITY APPLN. INFO.: 
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US 2003-443197P P 



20030124 <-- 
20030129 



OTHER SOURCE(S): MARPAT 141:158512 

IT 731862-91-2P 731862-98-9P 731863-01-7P 

731863-04-0P 731863-05-1P 731863-06-2P 

731863-08-4P 731863-09-5P 731863-10-8P 

RL: IMF (Industrial manufacture); RCT (Reactant) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(manufacture of hydrophilic, thiol-reactive cyanine dyes and conjugates 
thereof with biomols. for fluorescence diagnosis) 
RN 731862-91-2 HCAPLUS 

CN 3H-Indolium, 2- [4- ( 2-carboxyethyl ) -7- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sul f o-l- 
(2-sulfoethyl) -2H-indol-2-ylidene] -1, 3 , 5-heptatrienyl ] -3 , 3-dimethyl-5- 
sulfo-1- (2-sulfoethyl) -, inner salt, trisodium salt (9CI)' (CA INDEX NAME) 



HO3S 



Me 




HO2C-CH2-CH2 

= C-CH= 




SO3H 



:CH-CH=^ 



-O3S-CH2-CH2 



CH2-CH2-SO3H 



• 3 Na 



RN 
CN 



731862-98-9 HCAPLUS 

3H-Indolium, 2- [ 8-carboxy-4- [3- [1, 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 2- 
sulf oethyl) -2H-indol-2-ylidene ] -1-propenyl] -1, 3-octadienyl ] -3, 3-dimethyl-5- 



sulfo-1- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



Me Me 




-O3S- CH2- CH2 CH2~ CH2~ SO3H 



• 3 Na 



731863-01-7 HCAPLUS 

3H-Indolium, 2- [ 10-carboxy-4- [ 3- [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) -2H-indol-2-ylidene] -1-propenyl] -1, 3-decadienyl ] -3, 3-dimethyl-5- 
sulfo-1- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



RN 
CN 




-O3S- CH2- CH2 CH2~ CH2~ SO3H 



• 3 Na 

RN 731863-04-0 HCAPLUS 

CN 3H-Indolium, 2- [4- [3- (2-carboxyethoxy) propyl ] -7- [ 1 , 3-dihydro-3 / 3-dimethyl- 
5-sulfo-l- (2-sulfoethyl) -2H-indol-2-ylidene ] -1, 3, 5-heptatrienyl ] -3, 3- 
dimethyl-5-sulf o-l- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA 
INDEX NAME) 



HO3S 




-O3S-CH2-CH2 



Me 



Me- 



: CH- CH= C- CH= CH- CH=k^ 




CH2-CH2-O- (CH 2 )3 
CO2H 



SO3H 



CH2-CH2-SO3H 



• 3 Na 

RN 731863-05-1 HCAPLUS 

CN 3H-Indolium, 2- [ 2- [2-chloro-3- [ ( 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2- 

sulfoethyl) -2H-indol-2-ylidene] ethylidene] -1-cyclohexen-l-yl ] ethenyl ] -3,3- 
dimethyl-5-sulf o-l- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA 
INDEX NAME) 




• 3 Na 

RN 731863-06-2 HCAPLUS 

CN 3H-Indolium, 2- [2- [2- [4- (2-carboxyethyl ) phehoxy] -3- [ [ 1 , 3-dihydro-3 , 3- 
dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H-indol-2-ylidene ] ethyl idene] -1- 
cyclohexen-l-yl] ethenyl] -3, 3 -dimethyl -5-sulf o-l- (2-sulf oethyl ) -, inner 
salt, trisodium salt (9CI) (CA INDEX NAME) 



H02C-CH 2 -CH 2 



. Me 



HO3S 




Me 
•CH= 




SO3H 



-O3S-CH2-CH2 



CH2-CH2-SO3H 



#3 Na 



RN 731863-08-4 HCAPLUS 

CN 3H-Indolium, 2- [ 2- [2-chloro-3- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2- 
sulf oethyl) -2H-indol-2-yl idene] ethyl idene] -5- (1, 1-dimethylethyl ) -1- 
cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5-sulf o-l- {2-sulf oethyl) -, inner 
salt, trisodium salt (9CI) (CA INDEX NAME) 




#3 Na 



RN 731863-09-5 HCAPLUS 

CN 3H-Indolium, 2- [ 2- [ 2- [ 4- ( 2-carboxyethyl ) phenoxy] -3- [ [ 1 , 3-dihydro-3, 3- 

dimethyl-5-sulfo-l- (2-sulf oethyl ) -2H-indol-2-ylidene] ethylidene] -5- (1, 1- 
dimethylethyl) -1-cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 



HO2C-CH2-CH2 



HO3S 




Me 




S03H 



H03S-CH2-CH2 



CH2-CH2-S03- 



t-Bu 



• 3 Na 



RN 731863-10-8 HCAPLUS 

CN 3H-Indolium, 2- [4- [3- [2- [ ( 6-aminohexyl ) amino] -2-oxoethoxy] propyl ] -7- [1, 3- 
dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H-indol-2-ylidene ] -1 , 3, 5- 
heptatrienyl] -3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -, inner salt, 
trisodium salt (9CI) (CA INDEX NAME) 



Me 



HO3S 



H2N- (CH2) 6-NH-C 

(CH 2 )3~0-CH2 




-O3S-CH2-CH2 



CH2-CH2-SO3H 

SO3H 



>3 Na 



IT 



RN 
CN 



731862-87-6P 

RL: IMF (Industrial manufacture); RCT (Reactant) ; RGT (Reagent); PREP 
(Preparation) ; RACT (Reactant or reagent) 

(manufacture of hydrophilic, thiol-reactive cyanine dyes and conjugates 

thereof with biomols. for fluorescence diagnosis) 
731862-87-6 HCAPLUS 

3H-Indolium, 2-[4-[3-[2-[[6-[ (bromoacetyl ) amino] hexyl ] amino] -2- 
oxoethoxy] propyl ] -7- [ 1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H- 
indol-2-ylidene] -1,3, 5-heptatrienyl ] -3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) - 
, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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HO3S 






e 







-Me 
■CH= 



(CH2)3~0 
• CH- CH= C~ CH= CH- CH 



0 0 

II II 

CH2-C-NH- (CH2)6-NH-C 
Me 

Me— 



' N 




SO3H 



-O3S-CH2-CH2 



CH2-CH2-SO3H 



>3 Na 



PAGE 1-B 



— CH2Br 



IT 731862-71-8P 731862-72-9P 731862-73-0P 
731862-74-1P 731862-75-2P 731862-76-3P 
731862-77-4P 731862-78-5P 731862-79-6P 
731862-80-9P 731862-81-0P 731862-82-1P 
731862-83-2P 731862-84-3P 731862-85-4P 
731862-86-5P 731862-88-7P 

RL: IMF (Industrial manufacture); RGT (Reagent); PREP (Preparation); RACT 
(Reactant or reagent) 

(manufacture of hydrophilic, thiol-reactive cyanine dyes and conjugates 
thereof with biomols. for fluorescence diagnosis) 
RN 731862-71-8 HCAPLUS 

CN 3H-Indolium, 2- [ 7- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H- 
indol-2-ylidene] -4- [3- [ [2- (2, 5-dihydro-2 , 5-dioxo-lH-pyrrol-l- 
yl) ethyl] amino] -3-oxopropyl ] -1,3, 5-heptatrienyl ] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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PAGE 2 -A 

#3 Na 

RN 731862-72-9 HCAPLUS 

CN • 3H-Indolium, 2- [7- [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H 
indol-2-ylidene] -4- [3- [ [6- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) hexyl] amino] -3-oxopropyl ] -1, 3, 5-heptatrienyl ] -3, 3-dimethyl-5-sulf o-l 
sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 




Me -O3S-CH2-CH2 



PAGE 2 -A 



• 3 Na 

RN 731862-73-0 HCAPLUS 

CN 3H-Indolium, 2- [4- [3- [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) - 
indol-2-ylidene] -1-propenyl] -21- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l-yl ) -7 
oxo-12, 15, 18-trioxa-8-azaheneicosa-l, 3-dien-l-yl] -3, 3-dimethyl-5-sulf o-l 
(2-sulfoethyl)-, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 




0 



(CH 2 )3 



PAGE 2 -A 




Me -O3S-CH2-CH2 



• 3 Na 



RN 731862-74-1 HCAPLUS 



CN 3H-Indolium, 2- [4- [3- [1, 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2-sul f oethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -9- [ [2- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) ethyl] amino] -9-oxo-l, 3-nonadienyl] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl)-, inner salt, trisodium salt (9CI) (CA INDEX NAME). 



PAGE 1-A 




Me -O3S-CH2-CH2 



PAGE 2 -A 

• 3 Na 

RN 731862-75-2 HCAPLUS 

CN 3H-Indolium, 2- [ 4- [ 3- [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -9- [ [6- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) hexyl] amino] -9-oxo-l , 3-nonadienyl] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 




Me -O3S-CH2-CH2 



• 3 Na 



RN 731862-76-3 HCAPLUS 

CN 3H-Indolium, 2- [4- [3- [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H- 
indol-2-ylidene] -1-propenyl ] -23- (2 , 5-dihydro-2, 5-dioxo-lH-pyrrol-l-yl ) -9- 
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sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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sulfo-1- (2-sulfoethyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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sulfo-1- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl) inner salt, trisodium salt (9CI) 
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398142 -13-7D, oligonucleotide conjugates 

RL: ARG (Analytical reagent use); ANST (Analytical study); USES (Uses) 
(IRDye; high throughput anal, and detection of multiple target 
nucleotide sequences such as single nucleotide polymorphisms) 

398142-13-7 HCAPLUS 

3H-Indolium, 2- [2- [3- [ [1, 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) 
2H-indol-2-ylidene ] ethylidene] -2- [4- [3- [ (2, 5-dioxo-l-pyrrolidinyl ) oxy] -3 
oxopropyl ] phenoxy ] -1-cyclohexen-l-yl ] ethenyl ] -3 , 3 -dimethyl- 5- sulf o-l- ( 4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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13 HCAPLUS COPYRIGHT 2005 ACS on STN 
2003: 65972 HCAPLUS 
139:288409 

IRDye78 conjugates for near-infrared fluorescence 
imaging 

Zaheer, Atif; Wheat, Thomas E . ; Frangioni, John V. 
Beth Israel Deaconess Medical Center, Boston, MA, USA 
Molecular Imaging (2002), 1(4), 354-364 
CODEN: MIOMBP; ISSN: 1535-3508 
MIT Press 
Journal 
English 
607709-68-2P 607709-70-6P 
607709-74-0P 607709-76-2P 



IT 607709-66-0P 
607709-72-8P 
607709-78-4P 

RL: PNU (Preparation, unclassified); PREP 
(purification of IRDye78 conjugates by 



( Preparation) 

ion-pairing HPLC in relation to 



applications for near-IR fluorescence imaging) 



RN 607709-66-0 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ (2-hydroxyethyl) amino] -3- 
oxopropyl] phenoxy] -1-cyclohexen-l-yl ] ethenyl ] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, compd. with N, N-diethylethanamine (1:3) (9CI) 
(CA INDEX NAME) 

CM 1 

CRN 607709-65-9 

CMF C49 H61 N3 015 S4 




-O3S- (CH2)4 (CH2)4~S03H 



CM 2 

CRN 121-44-8. 
CMF C6 H15 N 



I 

N- 



RN 607709-68-2 HCAPLUS 

CN 3H-Indolium, 2- [2- [2- [4- [3- [ [ (IS) -4- [ (aminoiminomethyl ) amino] -1- 

formylbutyl] amino] -3-oxopropyl ] phenoxy] -3- [.[1, 3-dihydro-3, 3-dimethyl-5- 
sulfo-1- (4-sulf obutyl) -2H-indol-2-ylidene ] ethylidene] -1-cyclohexen-l- 
yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) -, inner salt, compd. 
with N, N-diethylethanamine (1:3) (9CI) (CA INDEX NAME) 

CM 1 

CRN 607709-67-1 

CMF C53 H68 N6 015 S4 



Absolute stereochemistry. 
Double bond geometry unknown. 
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RN 607709-70-6 HCAPLUS 

CN 3H-Indolium, 2- [2- [2- [4- [3- [ [ (IS) -3-carboxy-l-f ormylpropyl ] amino] -3- 

oxopropyl] phenoxy] -3- [ [.1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethyl idene] -1-cyclohexen-l-yl] ethenyl] -3, 3 -dime thy 1-5- 
sulf o-l- ( 4-sulf obutyl ) -, inner salt, compd. with N, N-diethylethanamine 
(1:3) (9CI) (CA INDEX NAME) 

CM 1 

CRN 607709-69-3 

CMF C52 H63 N3 017 S4 



Absolute stereochemistry. 
Double bond geometry unknown. 
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RN 607709-72-8 HCAPLUS 

CN L-Glutamic acid, N- [ 3- [ 4- [ [ 6- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4- 
sulfobutyl) -2H-indol-2-ylidene] ethylidene] -2- [2- [3, 3-dimethyl-5-sulf o 
sulf obutyl ) -3H-indolium-2-yl] ethenyl] -1-cyclohexen-l-yl ] oxy] phenyl ] -1 
oxopropyl ] -L-p-aspartyl-, inner salt, compd. with 
N,N-diethylethanamine (1:3) (9CI) (CA INDEX NAME) 

CM 1 



CRN 607709-71-7 

CMF C56 H68 N4 021 S4 



Absolute stereochemistry. 
Double bond geometry unknown. 
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RN 607709-74-0 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ ( 3-hydroxy-3, 3- 

diphosphonopropyl) amino] -3-oxopropyl ] phenoxy] -1-cyclohexen-l-yl] ethenyl] - 
3, 3-dimethyl-5-sulf o-l- ( 4 -sulf obutyl ) inner salt, compd. with 
" N,N-diethylethanamine (1:7) (9CI) (CA INDEX NAME) 

CM 1 



CRN 607709.-73-9 

CMF C50 H65 N3 021 P2 S4 
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I II 

H2O3P-C-CH2-CH2-NH-C-CH2- CH2 
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-O3S- (CH 2 )4 



(CH 2 )4-S03H 
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CRN 121-44-8 
CMF C6 H15 N 
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Et~ N~ Et 



RN 607709-76-2 HCAPLUS 

CN L-Serine, N- [3- [4- [ [ 6- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4 -sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [2- [ 3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) 
3H-indolium-2-yl] ethenyl] -1-cyclohexen-l-yl ] oxy] phenyl] -1-oxopropyl ] -L- 
a-glutamyl-L-seryl-L-leucyl-L-valyl-L-a-aspartyl-L-leucyl-L- 
isoleucyl-L-leucyl-L-phenylalanylglycyl-, inner salt, compd. with 
N,N-diethylethanamine (1:7) (9CI) (CA INDEX NAME) 

CM 1 

CRN 607709-75-1 

CMF C102 H143 N13 032 S4 



Absolute stereochemistry. 
Double bond geometry unknown. 
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Et- N-Et 

RN 607709-78-4 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4 -sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ [ (IS) -l-formyl-2- (lH-indol-3- 
yl) ethyl] amino] -3-oxopropyl ] phenoxy] -1-cyclohexen-l-yl ] ethenyi] -3,3- 
dimethyl-5-sulf o-l- ( 4-sulf obutyl) -, inner salt, compd. with 
N,N-diethylethanamine (1:3) (9CI) (CA INDEX NAME) 

CM 1 

CRN 607709-77-3 

CMF C58 H66 N4 015 S4 

Absolute stereochemistry. 
Double bond geometry unknown. 




PAGE 1-B 




CM 2 

CRN 121-44-8 
CMF C6 H15 N 
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Et-N-Et 

IT 397858-89-8P 477808-86-9P 607709-59-1P 
607709-60-4P 607709-61-5P 607709-63-7P 
607709-64-8P 

RL: PUR (Purification or recovery); SPN (Synthetic preparation); PREP 
( Preparation) 

(purification of IRDye78 conjugates by ion-pairing HPLC in relation to 
applications for near-IR fluorescence imaging) 
RN 397858-89-8 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethyl idene] -2- [4- [3- [ ( 3-hydroxy-3 , 3- 

diphosphonopropyl ) amino] -3-oxopropyl] phenoxy] -1-cyclohexen-l-yl ] ethenyl] - 
3, 3-dimethyl-5-sulfo-l- ( 4-sulf obutyl ) inner salt, heptasodium salt (9CI) 
(CA INDEX NAME) 



OH 0 

I II 
H2O3P- C- CH2~ CH2~ NH- C~ CH2 " CH 2 

PO3H2 



Me 



HO3S 





S03H 



-O3S- (CH 2 )4 



(CH2) 4-SO3H 



• 7 Na 

RN 477808-86-9 HCAPLUS 

CN L-Glutamic acid, N- [3- [4- [ [ 6- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4 - 

sulfobutyl) -2H-indol-2-ylidene] ethylidene] -2- [2- [3, 3-dimethyl-5-sulf o-l- 
sulfobutyl) -3H-indolium-2-yl ] ethenyl] -1-cyclohexen-l-yl] oxy]phenyl] -1- 
oxopropyl] -L-p-aspartyl-, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 
Double bond geometry unknown. 



14- 
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RN 607709-59-1 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (4-sulf obutyl) - 
2H-indol-2-ylidene] ethyl idene] -2- [4- [3- ( (2-hydroxyethyl ) amino] -3- 
oxopropyl] phenoxy] -1-cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 




-O3S- (CH2)4 (CH2)4~S03H 



• 3 Na 



RN 607709-60-4 HCAPLUS 

CN 3H-Indolium, 2- [2- [2- [4- [3- [ [ (IS) -4- [ (aminoiminomethyl ) amino] -1- 

formylbutyl] amino] -3-oxopropyl ] phenoxy] -3- [ [1, 3-dihydro-3, 3-dimethyl-5- 
sulf o-l- ( 4-sulf obutyl ) -2H-indol-2-ylidene] ethyl idene] -1-cyclohexen-l- 
yl] ethenyl] -3, 3 -dimethyl -5-sulf o-l- ( 4-sulf obutyl) -, inner salt, trisodium 
salt (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry unknown. 
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SO3H 



RN 607709-61-5 HCAPLUS 

CN 3H-Indolium, 2- [ 2- [ 2- [ 4 - [ 3- [ [ ( IS ) -3-carboxy-l-f ormylpropyl ] amino] -3- 

oxopropyl] phenoxy] -3- [ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -1-cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5- 
sulfo-1- (4-sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



Absolute stereochemistry . 
Double bond geometry unknown. 
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RN 607709-63-7 HCAPLUS 

CN L-Serine, N- [3- [4- [ [6- [ [1, 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4 -sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [2- [3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
3H-indolium-2-yl] ethenyl] -1-cyclohexen-l-yl] oxy] phenyl] -1-oxopropyl ] -L- 
a-glutamyl-L-seryl-L-leucyl-L-valyl-L-cc-aspartyl-L-leucyl-L- 
isoleucyl-L-leucyl-L-phenylalanylglycyl-, inner salt, trisodium salt (9CI) 
(CA INDEX NAME) 



Absolute stereochemistry . 
Double bond geometry unknown. 
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RN 607709-64-8 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [4-[3-[ [ (IS) -l-formyl-2- (lH-indol-3- 
yl ) ethyl ] amino] -3-oxopropyl ] phenoxy ] -1-cyclohexen-l-yl ]ethenyl]-3,3- 
dimethyl-5-sulfo-l- ( 4-sulf obutyl ) -, inner salt, trisodium salt (9CI) (CA 
INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry unknown. 




• 3 Na 
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IT 398142-13-7 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(purification of IRDye78 conjugates by ion-pairing HPLC in relation to 
applications for near-IR fluorescence imaging) 
RN 398142-13-7 HCAPLUS 

CN 3H-Indolium / 2- [2- [3- [ [1, 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl) - 
2H-indol-2-ylidene] ethylidene] -2-[4-[3-[ (2, 5 -dioxo-1 -pyrrol idinyl ) oxy] -3- 
oxopropyl ] phenoxy] -1-cyclohexen-l-yl ] ethenyl ] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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CH=CH ^ y=CH- CH 
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Beth Israel Deaconess Medical Center, USA 
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OTHER SOURCE(S): MARPAT 138:19479 

IT 398142-13-7, IRDye78 

RL: BSU (Biological study, unclassified); BIOL (Biological study) 

(modified PSMA ligands for diagnosis and treatment of prostate cancer) 
RN 398142-13-7 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4 -sulf obutyl ) - 
2H-indol-2-ylidene] ethyl idene] -2-[4-[3-[ (2, 5-dioxo-l -pyrrol idinyl) oxy] -3- 
oxopropyl]phenoxy] -1-cyclohexen-l-yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 




-O3S- (CH2)4 (CH2)4~S03H 



• 3 Na 

IT 477808-85-8 477808-86-9 

RL: DGN (Diagnostic use); BIOL (Biological study); USES (Uses) ■ 

(modified PSMA ligands for diagnosis and treatment of prostate cancer) 
RN 477808-85-8 HCAPLUS 

CN 3H-Indolium, 2- [ 2- [ 2- [ 4- [ 3- [ [ l-carboxy-3- [ (2,4- 

dicarboxybutyl ) hydroxyphosphinyl ] propyl ] amino] -3-oxopropyl ] phenoxy] -3- 
[ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl) -2H-indol-2- 
ylidene] ethylidene] -1-cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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RN 477808-86-9 HCAPLUS 

CN L-Glutamic acid, N- [3- [4- [ [6- [ [ 1 , 3-dihydro-3 , 3-dimethyl«5-sulf o-l- (4- 
sulf obutyl) -2H-indol-2-ylidene] ethylidene] -2- [2- [3, 3-dimethyl-5-sulf o 
sulf obutyl) -3H-indolium-2-yl ] ethenyl] -1-cyclohexen-l-yl ] oxy] phenyl] -1 
oxopropyl] -L-p-aspartyl-, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 



Absolute stereochemistry. 
Double bond geometry unknown. 
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2002:368351 HCAPLUS 
136:366118 

Non-isotopic detection of osteoblastic activity in 
vivo using modified bisphosphonates 
Frangioni, John V. 

Beth Israel Deaconess Medical Center, USA 

PCT Int. Appl. , 4 5 pp. 
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DE, 


DK, 


ES, 


FI , 


FR, 


GB, 


GR, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


SE, 


TR, 


BF, 




BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 




AU 


2002036683 




A5 




20020521 




AU 2002- 


36683 




20011029 <-- 


EP 


1341557 






A2 




20030910 




EP 2001- 


986230 




20011029 <— 




R: AT, 


BE, 


CH, 


DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, 


LU, 


NL, 


SE, 


MC, 


PT, 




IE, 


SI, 


LT, 


LV, 


FI, 


RO, 


MK, 


CY, 


AL, 


TR 














US 


2004028611 




Al 




20040212 




US 2003- 


424572 




20030425 < — 


US 


6869593 






B2 




20050322 





















PRIORITY APPLN. INFO.: US 2000-244020P P 20001027 <-- 

WO 2001-US51312 W 20011029 <-- 

OTHER SOURCE(S): MARPAT 136:366118 

IT 424821-77-2P 

RL: ARG (Analytical reagent use) / BSU (Biological study, unclassified) ; 
PKT (Pharmacokinetics); PRP (Properties); SPN (Synthetic preparation); 
AN ST . (Analytical study); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(Pam 78; nonisotopic detection of osteoblastic activity in vivo using 
modified bisphosphonates ) 
RN 424821-77-2 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ ( 3-hydroxy-3 , 3- 

diphosphonopropyl ) amino] -3-oxopropyl ] phenoxy ] -1-cyclohexen-l-yl ] ethenyl] - 
3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl) -, inner salt, pentasodium salt (9CI) 
(CA INDEX NAME) 




• 5 Na 



IT 398142-13-7 

RL: RCT (Reactaiit); RACT (Reactant or reagent) 

(nonisotopic detection of osteoblastic activity in vivo using modified 
bisphosphonates ) 
RN 398142-13-7 HCAPLUS 

CN 3H-Indolium, 2-[2-[3-[[l, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2-[4-[3-[(2, 5 -dioxo-1 -pyrrol idinyl ) oxy] -3- 
oxopropyl] phenoxy] -1-cyclohexen-l-yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 



HO3S 





SO3H 




PAGE 2 -A 



CH-CH 



-O3S- (CH 2 )4 



(CH 2 )4-S03H 



>3 Na 
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ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 

INVENTOR (S) : 

PATENT ASSIGNEE (S) : 
SOURCE: 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2002:314766 HCAPLUS 
136:321680 

Indole and benzoindole derivatives as minimally 

invasive physiological function monitoring agents 

Achilefu, Samuel; Rajagopalan, Raghavan; Dorshow, 

Richard B.; Buga j , Joseph E. 

Mallinckrodt Inc., USA 

PCT Int. Appl. , 60 pp. 

CODEN: PIXXD2 

Patent 

English 

2 



PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



WO 2002032421 



20020425 



WO 2001-US31719 



20011005 



wo 


2002032421 




CI 




20020906 
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us 
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Bl 
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US 2000- 


688946 




20001016 




CA 
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AA 




20020425 




CA 2001- 


2425701 




20011005 


< — 


AU 


2002013100 




A5 




20020429 




AU 2002- 
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20011005 


< — 
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Al 




20030716 




EP 2001- 
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20011005 


< — 
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BE, 
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DK, 


ES, 


FR, 


GB, 


GR, 


IT, 
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PRIORITY APPLN. INFO.: US 2000-688946 A 20001016 <-- 

WO 2001-US31719 . W 20011005 <-- 

OTHER SOURCE(S): MARPAT 136:321680 

IT 415727-03-6 

RL: PAC (Pharmacological activity); THU (Therapeutic use); BIOL 
(Biological study); USES (Uses) 

(indole and benzoindole derivs. as minimally invasive physiol. function 
monitoring agents) 
RN 415727-03-6 HCAPLUS 

CN D-Glucose, 6-0- [ [2- [2- [3, 3-bis (hydroxymethyl ) -5 , 7-disulf o-l- (3- 
sulfopropyl) -3H-indolium-2-yl ] ethenyl] -6- [ [1, 3-dihydro-3, 3- 
bis (hydroxymethyl) -5, 7-disulfo-l- ( 3-sulf opropyl ) -2H-indol-2- 
ylidene] ethylidene] -1, 4-cyclohexadien-l-yl ] methyl ] -, inner salt (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry unknown. 




SO3H 



IT 415727-04-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(indole and benzoindole derivs. as minimally invasive physiol. function 
monitoring agents) 



RN 415727-04-7 HCAPLUS 

CN D-Glucose, 6-0- [5- [3, 3-bis (hydroxymethyl ) -5-sulf o-l- ( 4-sulf obutyl ) -3H- 
indolium-2-yl] -2- [3- [1, 3-dihydro-3, 3-bis (hydroxymethyl) -5-sulf o-l- (4- 
sulfobutyl) -2H-indol-2-ylidene] -1-propenyl] -2, 4-pentadienyl ] inner salt 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry . 
Double bond geometry unknown. 




/ (CH 2 )4 (CH 2 )4 
H0 3 S ^SOB- 



REFERENCE COUNT: 3 THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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ACCESSION NUMBER: 2001:909860 HCAPLUS 

DOCUMENT NUMBER: 136:163487 

TITLE: In vivo near-infrared fluorescence imaging of 

osteoblastic activity 
AUTHOR (S ) : Zaheer, Atif; Lenkinski, Robert E . ; Mahmood, Ashfaq; 

Jones, Alun G.; Cantley, Lewis C; Frangioni, John V. 
CORPORATE SOURCE: Department of Radiology, Beth Israel Deaconess Medical 

Center, Boston, MA, 02215, USA 
SOURCE: Nature Biotechnology (2001), 19(12), 

1148-1154 

CODEN: NAB I F 9 / ISSN: 1087-0156 
PUBLISHER: Nature America Inc. 

DOCUMENT TYPE: Journal 
LANGUAGE: English 
IT 397858-89-8P 

RL: ARU (Analytical role, unclassified); SPN (Synthetic preparation); ANST 
(Analytical study); PREP (Preparation) 

(in vivo near-IR fluorescence imaging of osteoblastic activity) 
RN 397858-89-8 HCAPLUS 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) - 
2H-indol-2-ylidene] ethyl idene] -2- [4- [3- [ (3-hydroxy-3, 3- 

diphosphonopropyl ) amino] -3-oxopropyl ] phenoxy] -1-cyclohexen-l-yl ] ethenyl] - 
3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) -, inner salt, heptasodium salt (9CI) 
(CA INDEX NAME) 



OH 0 

I II 

H2O3P-C-CH2-CH ~NH"( CH2" CH2 

PO3H2 

HO3S 





SO3H 



CH- CH=* 



(CH 2 )4-S03H 



>7 Na 



IT 



RN 
CN 



398142-13-7, IRDye 78 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(in vivo near-IR fluorescence imaging of osteoblastic activity) 
398142-13-7 HCAPLUS 

3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulfobutyl) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ (2, 5-dioxo-l-pyrrolidinyl ) oxy] -3- 
oxopropyl ] phenoxy] -1-cyclohexen-l-yl ] ethenyl ] -3, 3-dimethyl-5-sulf o-l- ( 4- 
sulfobutyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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HO3S 





SO3H 



PAGE 2 -A 




-O3S- <CH 2 )4 (CH2)4-S03H 



>3 Na 



REFERENCE COUNT: 



39 THERE ARE 39 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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TITLE: 

INVENTOR(S) : 



USPATFULL on STN 

2004:328247 USPATFULL 

Hydrophilic, thiol-react ive ' cyanine dyes and conjugates 
thereof with biomolecules for fluorescence diagnosis 
Licha, Kai, Falkensee, GERMANY, FEDERAL REPUBLIC OF 
Perlitz, Christin, Berlin, GERMANY, FEDERAL REPUBLIC OF 



PATENT INFORMATION: 
APPLICATION INFO. : 



NUMBER 



KIND 



DATE 



US 2004260072 Al 20041223 

US 2004-762582 Al 20040123 (10) 



NUMBER 



DATE 



PRIORITY INFORMATION: 

DOCUMENT TYPE: 

FILE SEGMENT: 

LEGAL REPRESENTATIVE: 



DE 2003-10302787 20030124 

US 2003-443197P 20030129 (60) 

Utility 

APPLICATION 

MILLEN, WHITE, ZELANO & BRANIGAN, P.C., 
BLVD., SUITE 1400, ARLINGTON, VA, 22201 
34 
1 

1227 



2200 CLARENDON 



NUMBER OF CLAIMS: 
EXEMPLARY CLAIM: 
LINE COUNT: 
CAS INDEXING IS AVAILABLE FOR THIS PATENT. 
IT 731862-91-2P 731862-98-9P 731863-01-7P 

731863-04-0P 731863-05-1P 731863-06-2P 

731863-08-4P 731863-09-5P 731863-10-8P 

(manufacture of hydrophilic, thiol-reactive cyanine dyes and conjugates 
thereof with biomols. for fluorescence diagnosis) 
RN 731862-91-2 USPATFULL 

CN 3H-Indolium, 2- [4- ( 2-carboxyethyl ) -7- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- 
(2-sulfoethyl) -2H-indol-2-ylidene] -1, 3, 5-heptatrienyl ] -3, 3-dimethyl-5- 
sulf o-l- (2-sulfoethyl) inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 



HO3S 




HO2C-CH2-CH2 
CH-CH= C~CH= 




-O3S-CH2-CH2 



SO3H 



CH2-CH2-SO3H 



• 3 Na 



RN 731862-98-9 USPATFULL 

CN 3H-Indolium, 2- [ 8-carboxy-4- [ 3- [ 1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2- 

sulfoethyl) -2H-indol-2-ylidene ] -1-propenyl] -1, 3-octadienyl ] -3, 3-dimethyl- 
5-sulfo-l- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 




-O3S- CH2" CH2 CH2- CH2- SO3H 



#3 Na 

RN 731863-01-7 USPATFULL 

CN 3H-Indolium, 2- [ 10-carboxy-4- [ 3- [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2- 

sulfoethyl) -2H-indol-2-ylidene ] -1-propenyl] -1, 3-decadienyl ] -3, 3-dimethyl- 
5-sulfo-l- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 



HO3S 




Me 



-O3S-CH2-CH2 



HO2C- (CH2) 6 
= CH-CH= C-CH= 



' Me- 
•CH-CH= 



SO3H 



CH2-CH2— SO3H 




• 3 Na 

RN 731863-04-0 USPATFULL 

CN 3H-Indolium, 2- [4- [3- ( 2 -carboxyethoxy) propyl ] -7- [1, 3-dihydro-3, 3-dimethyl- 
5-sulfo-l- (2-sulfoethyl) -2H-indol-2-ylidene ] -1, 3, 5-heptatrienyl ] -3, 3- 
dimethyl-5-sulf o-l- (2-sulfoethyl) inner salt, trisodium salt (9CI) 
(CA INDEX NAME) 



HO3S 




-O3S-CH2-CH2 



CH- CH= C- CH= 
I 

CH2-CH2-O- (CH2)3 
CO2H 




SO3H 



:CH-CH=^ 



CH2-CH2-SO3H 



• 3 Na 



RN 731863-05-1 USPATFULL 

CN 3H-Indolium, 2- [2- [2-chloro-3- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2- 

sulfoethyl) -2H-indol-2-ylidene ] ethyl idene] -1-cyclohexen-l-yl ] ethenyl] - 
3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -, inner salt, trisodium salt (9CI) 
(CA INDEX NAME) 



Me Me 




-O3S- CH2- CH2 CH2~ CH2~ SO3H 



• 3 Na 

RN 731863-06-2 USPATFULL 

CN 3H-Indolium, 2- [2- [2- [4- ( 2-carboxyethyl ) phenoxy ] -3- [ [ 1 , 3-dihydro-3 , 3- 
dimethyl-5-sulfo-l- ( 2-sulf oethyl ) -2H-indol-2-ylidene ] ethylidene] -1- 
cyclohexen-l-yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) inner 
salt, trisodium salt (9CI) (CA INDEX NAME) 



HO2C-CH2-CH2 



HO3S 




-O3S-CH2-CH2 



SO3H 



CH2-CH2-SO3H 



• 3 Na 



RN 731863-08-4 USPATFULL 

CN 3H-Indolium, 2- [ 2- [ 2-chloro-3- [ [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2- 
sulf oethyl) -2H-indol-2-ylidene ] ethylidene] -5- ( 1, 1 -dime thy le t hy 1 ) -1- 
cyclohexen-l-yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -, inner 
salt, trisodium salt (9CI) (CA INDEX NAME) 



Me Me 




t-Bu 



• 3 Na 



RN 731863-09-5 USPATFULL 

CN 3H-Indolium, 2- [2- [2- [4- (2-carboxyethyl ) phenoxy] -3- [ [ 1 , 3-dihydro-3 , 3- 

dimethyl-5-sulfo-l- (2-sulfoethyl) -2H-indol-2-ylidene] ethylidene ] -5- (1, 1- 
dimethylethyl) -1-cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 




t-Bu 



• 3 Na 



RN 731863-10-8 USPATFULL 

CN 3H-Indolium, 2-[4-[3-[2-[( 6-aminohexyl ) amino] -2-oxoethoxy ] propyl ] -7- [1, 3- 
dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulfoethyl) -2H-indol-2-ylidene] -1, 3, 5- 
heptatrienyl] -3, 3-dimethyl-5-sulf o-l- (2-sulfoethyl) -, inner salt, 
trisodium salt (9CI) (CA INDEX NAME) 



HO3S 



Me 




-O3S-CH2-CH2 



-Me 
■CH= 



H2N- (CH2) 

(CH 2 )3-0-CH2 



: CH-CH=i 
Me- 



CH2-CH2-SO3H 




Me 



SO3H 



>3 Na 



IT 



RN 
CN 



731862-87-6P 

(manufacture of hydrophilic, thiol-reactive cyanine dyes and conjugates 
thereof with biomols. for fluorescence diagnosis) 
731862-87-6 USPATFULL 

3H-Indolium, 2- [4- [3- [2- [ [6- [ (bromoacetyl ) amino] hexyl] amino] -2- 

oxoethoxy] propyl ] -7- [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) - 
2H-indol-2-ylidene ] -1, 3, 5-heptatrienyl] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 



-O3S-CH2-CH2 



PAGE 1-A 
0 




CH2~ C-NH— (CH2) 6~NH-C~ 
Me 



Me (CH2)3~0 Me _ 

CH= CH- CH= C- CH= CH- CH= 




SO3H 



CH2-CH2— S.03H 



#3 Na 



PAGE 1-B 



— CH2Br 



IT 731862-71-8P 731862-72-9P 731862-73-0P 

731862-74-1P 731862-75-2P 731862-76-3P 
731862-77-4P 731862-78-5P 731862-79-6P 
731862-80-9P 731862-81-0P 731862-82-1P 
731862-83-2P 731862-84-3P 731862-85-4P 
731862-86-5P 731862-88-7P 

(manufacture of hydrophilic, thiol-reactive cyanine dyes and conjugates 
thereof with biomols. for fluorescence diagnosis) 
RN 731862-71-8 USPATFULL 

CN 3H-Indolium, 2- [ 7- [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl) -2H- 



indol-2-ylidene] -4- [3- [ [ 2- ( 2 , 5-dihydro-2 , 5-dioxo-lH-pyrrol-l- 

yl) ethyl] amino] -3-oxopropyl] -1, 3, 5-heptatrienyl) -3, 3-dimethyl-5-sulf o-l 

(2-sulfoethyl)-, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 




Me -O3S-CH2-CH2 



PAGE 2 -A 

• 3 Na 

RN 731862-72-9 USPATFULL 

CN 3H-Indolium, 2- [ 7- [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulfoethyl) -2H- 
indol-2-ylidene] -4- [3- [ [ 6- ( 2 , 5-dihydro-2 , 5-dioxo-lH-pyrrol-l- 
yl) hexyl] amino] -3-oxopropyl] -1,3, 5-heptatrienyl] -3, 3 -dimethyl -5-sulf o-l 
(2-sulfoethyl)-, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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Me -O3S-CH2-CH2 



PAGE 2 -A 

#3 Na 

RN 731862-73-0 USPATFULL 

CN 3H-Indolium, 2- [ 4- [ 3- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2-sulf oethyl) -2H- 
indol-2-ylidene] -1-propenyl] -21- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l-yl ) -7- 
oxo-12, 15, 18-trioxa-8-azaheneicosa-l , 3-dien-l-yl] -3, 3-dimethyl-5-sulf o-l- 
(2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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N 

I . 

(CH 2 )3 
0 

CH 2 

CH2 
I 

0 

I 

CH 2 
CH 2 
0 

(CH2)3 
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Me -O3S-CH2-CH2 



• 3 Na 



RN 731862-74-1 USPATFULL 

CN 3H-Indolium, 2- [ 4- [ 3- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -9- [ [2- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) ethyl] amino] -9-oxo-l, 3-nonadienyl ] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 




Me -O3S-CH2-CH2 



PAGE 2 -A 

#3 Na 



7 318 62-7 5-2 USPATFULL 

3H-Indolium, 2- [ 4- [ 3- [ 1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -9- [ [6- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) hexyl] amino] -9-oxo-l, 3-nonadienyl ] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 



RN 
CN 




• 3 Na 

RN 731862-76-3 USPATFULL 

CN 3H-Indolium, 2- [ 4 - [ 3- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -23- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l-yl ) -9- 
oxo-14 , 17 , 20-trioxa-lO-azatricosa-l, 3-dien-l-yl] -3 7 3 -dimethyl -5 -sulf o-l- 
(2-sulfoethyl) inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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CH 2 

0 
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(CH 2 )3 
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-O3S-CH2-CH2 



• 3 Na 



RN 731862-77-4 USPATFULL 

CN 3H-Indolium, 2- [ 4- [3- [1 , 3-dihydro-3 f 3-dimethyl-5-sulf o-l- (2-sulf oethyl) -2H- 
indol-2-ylidene] -1-propenyl] -11- [ [2- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) ethyl] amino] -11-oxo-l, 3-undecadienyl] -3, 3-dimethyl-5-sulf o-l- (2- 
sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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• 3 Na 

RN 731862-78-5 USPATFULL 

CN 3H-Indolium, 2- [4- [3- [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl) -2H- 
indol-2-ylidene] -1-propenyl] -11- [ [6- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l- 
yl) hexyl] amino] -11-oxo-l, 3-undecadienyl] -3, 3-dimethyl-5-sulf o-l - (2- 
sulf oethyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 




#3 Na 



RN 731862-79-6 USPATFULL 

CN 3H-Indolium, 2- [ 4- [ 3- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -25- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l-yl ) - 
ll-oxo-16, 19, 22-trioxa-12-azapentacosa-l, 3-dien-l-yl] -3, 3-dimethyl-5- 
sulfo-1- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 
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Me -O3S-CH2-CH2 



• 3 Na 



RN 731862-80-9 USPATFULL 

CN 3H-Indolium, 2- [7- [1, 3-dihydro-3 / 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H- 
indol-2-ylidene] -4- [3- [2- [ [ 2- ( 2 , 5-dihydro-2 , 5-dioxo-lH-pyrrol-l- 
yl) ethyl] amino] -2-oxoethoxy] propyl ] -1, 3, 5-heptatrienyl ] -3, 3-dimethyl-5- 
sulf o-l- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 
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Me 
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• 3 Na 

RN 731862-81-0 USPATFULL 

CN 3H-Indolium, 2- [ 7- [ 1 , 3-dihydro-3 , 3-dimethyl-5-sulf o-l- (2-sulf oethyl) -2H- 
indol-2-ylidene] -4- [3- [2- [ [ 6- ( 2 , 5-dihydro-2 , 5-dioxo-lH-pyrrol-l- 



yl) hexyl] amino] -2-oxoethoxy] propyl] -1, 3, 5-heptatrienyl ] -3, 3-dimethyl-5- 
sulfo-1- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 
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>3 Na 



RN 731862-82-1 US PAT FULL 

CN 3H-Indolium, 2- [4- [3- [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulfoethyl ) -2H- 
indol-2-ylidene] -1-propenyl] -24- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol-l-yl ) - 
lO-oxo-8, 15,18, 21-tetraoxa-ll-azatetracosa-l, 3-dien-l-yl] -3, 3 -dime thy 1-5- 
sulf o-l- (2-sulfoethyl) -, inner salt, trisodium salt (9CI) (CA INDEX 
NAME) 
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• 3 Na 



RN 731862-83-2 USPATFULL 

CN 3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) - 
2H-indol-2-ylidene]ethylidene] -2- [4- [3-[ [2- (2, 5-dihydro-2, 5-dioxo-lH- 
pyrrol-l-yl) ethyl] amino] -3-oxopropyl ] phenoxy ] -1-cyclohexen-l-yl ] ethenyl] - 
3 , 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) -, inner salt, trisodium salt (9CI) 
(CA INDEX NAME) 
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-O3S- CH2- CH2 CH2~ CH2~ SO3H 



• 3 Na 



RN 731862-84-3 USPATFULL 

CN 3H-Indolium, 2-[2-[3-[ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ [ 6- ( 2 , 5-dihydro-2 , 5-dioxo-lH- 
pyrrol-l-yl) hexyl] amino] -3-oxopropyl ] phenoxy] -1-cyclohexen-l-yl ] ethenyl ] - 
3, 3-dimethyl-5-sulfo-l- ( 2-sulf oethyl ) inner salt, trisodium salt (9CI) 
(CA INDEX NAME) 
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-O3S- CH2~ CH2 CH2- CH2~ SO3H 



• 3 Na . 

RN 731862-85-4 USPATFULL 

CN 3H-Indolium, 2- [2- [3- [ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) - 

2H-indol-2-ylidene] ethylidene] -2- [4- [17- (2, 5-dihydro-2, 5-dioxo-lH-pyrrol- 
1-yl ) -3 -oxo- 8, 11 , 14-trioxa-4-azaheptadec-l-yl ] phenoxy] -1-cyclohexen-l- 
yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) inner salt, 
trisodium salt (9CI) (CA INDEX NAME) 
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>3 Na 



RN 731862-86-5 USPATFULL 

CN 3H-Indolium, 2- [2- [3- [ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ [2- (2, 5-dihydro-2 , 5-dioxo-lH- 
pyrrol-l-yl ) ethyl ] amino] -3-oxopropyl ] phenoxy] -5- { 1 , 1 -dime thy let hyl ) -1- 



cyclohexen-l-yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- (2-sulf oethyl ) inner 
salt, trisodium salt (9CI) (CA INDEX NAME) 
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• 3 Na 



RN 731862-88-7 USPATFULL 

CN 3H-Indolium, 2- [4- [3- [ [3-[ {bromoacetyl ) amino] propyl ] amino] -3-oxopropyl ] -7- 
[1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -2H-indol-2-ylidene] - 
1, 3, 5-heptatrienyl] -3, 3-dimethyl-5-sulf o-l- ( 2-sulf oethyl ) -, inner salt, 
trisodium salt (9CI) (CA INDEX NAME) 
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3H-Indolium, 2- [2- [3- [ [ 1 , 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4 -sulf obutyl ) - 
2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ (2, 5-dioxo-l-pyrrolidinyl ) oxy] -3- 
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(modified PSMA ligands for diagnosis and treatment of prostate cancer) 
RN 477808-85-8 USPATFULL 

CN 3H-Indolium, 2- [ 2- [ 2- [ 4 - [ 3- [ [ l-carboxy-3- [ (2,4- 

dicarboxybutyl ) hydroxyphosphinyl ] propyl ] amino] -3-oxopropyl ] phenoxy ] -3- 
[ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- ( 4-sulf obutyl ) -2H-indol-2- 
ylidene] ethylidene] -1-cyclohexen-l-yl ] ethenyl ] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 



PAGE 1-A 



C02H OH C02H 0 

II I II 

HO2C- CH2~ CH2~ CH~ CH2~ P~ CH2~ CH2~ CH~ NH~ C~ CH2~~ CH2 

0 



H03S \^N 



Me 





•Me 

CH=CH 




Me- 



CH-CH= 



-O3S- (CH2) 4 



• 3 Na 



PAGE 1-B 




RN 477808-86-9 USPATFULL 

CN L-Glutamic acid, N- [ 3- [ 4 - [ [ 6- [ [ 1 , 3-dihydro-3 / 3-dimethyl-5-sulf o-l- ( 4 - 

sulf obutyl) -2H-indol-2-ylidene] ethylidene] -2- [2- [3, 3-dimethyl-5-sulf o- 
(4-sulfobutyl) -3H-indolium-2-yl] ethenyl] -1-cyclohexen-l-yl ] oxy]phenyl] 
oxopropyl] -L-p-aspartyl-, inner salt, trisodium salt (9CI) (CA 
INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry unknown. 
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CN 3H-Indolium, 2- [2- [3- [ [ 1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (4-sulfobutyl) - 

2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ (2, 5-dioxo-l-pyrrolidinyl ) oxy] -3- 
oxopropyl]phenoxy] -1-cyclohexen-l-yl ] ethenyl] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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IT 477808-85-8 477808-86-9 

(modified PSMA ligands for diagnosis and treatment of prostate cancer) 
RN 477808-85-8 USPATFULL 

CN 3H-Indolium, 2- [ 2- [ 2- [ 4 - [ 3- [ [ l-carboxy-3- [ (2,4- 

dicarboxybutyl ) hydroxyphosphinyl ] propyl ] amino] -3-oxopropyl ] phenoxy] -3- 
[ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- { 4-sulfobutyl ) -2H-indol-2- 
ylidene] ethylidene] -1-cyclohexen-l-yl ] ethenyl ] -3, 3-dimethyl-5-sulf o-l- (4- 
sulfobutyl) -, inner salt, trisodium salt (9CI) (CA INDEX NAME) 
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RN 477808-86-9 USPATFULL 

CN L-Glutamic acid, N- [3- [4- [ [6- [ [1, 3-dihydro-3, 3-dimethyl-5-sulf o-l- (4- 

sulf obutyl) -2H-indol-2-ylidene] ethylidene] -2- [2- [3, 3-dimethyl-5-sulf o- 
( 4-sulf obutyl ) -3H-indolium-2-yl ] ethenyl] -1-cyclohexen-l-yl ] oxy] phenyl] 
oxopropyl] -L-p-aspartyl-, inner salt, trisodium salt (9CI) (CA 
INDEX NAME) 



Absolute stereochemistry . 
Double bond geometry unknown. 
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diphosphonopropyl) amino] -3-oxopropyl ] phenoxy] -1-cyclohexen-l-yl ] ethenyl ] 
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2H-indol-2-ylidene] ethylidene] -2- [4- [3- [ (2, 5-dioxo-l-pyrrolidinyl ) oxy] -3 
oxopropyl] phenoxy] -1-cyclohexen-l-yl] ethenyl] -3, 3-dimethyl-5-sulf o-l- (4- 
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